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Making an NTG-activity dictionary of bioactive natural organic compounds
- An enhanced structural similarity search -
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In the previous work, we developed an NTG-activity dictionary of bioactive natural organic compounds, which was aimed
for providing a knowledge base for the topological molecular frameworks and the related biological activities. An NTG (Non-
Terminal Vertex) is defined as a vertex graph which does not have any terminal vertex and any isolated vertex, and used to
represent the skeleton structure of molecules which may be related to its biological activity. In this study, we added a new
search feature using a prior search on the basis of the molecule’s NTGs. The details of the NTG dictionary and the new search

feature will be discussed with some examples.
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2.1 Non-terminal Vertex Graph (NTG)
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2.2 Topological Fragment Spectra (TFS)
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